Key indicators: single-crystal X-ray study; T = 150 K; mean (C-C) = 0.002 Å; R factor = 0.044; wR factor = 0.109; data-to-parameter ratio = 16.3.
Related literature
For the preparation of the starting material for the synthesis of the title compound, see: Staab & Binnig (1967) . For background to organic solid-state inclusion chemistry, see: Atwood et al. (1991) . For the design strategy of host compounds, see: Desiraju (1996) . For diol host inclusion complexes, see: Toda (1996) . For host compound 2,2 0 -bis(9-hydroxy-9-fluorenyl)biphenyl, see: Weber et al. (1993) ; Skobridis, Paraskevopoulos et al. (2011) ; . For weak O-HÁ Á Á and C-HÁ Á ÁO interactions, see: Desiraju & Steiner (1999) . Forstacking interactions, see: James (2004 Refinement R[F 2 > 2(F 2 )] = 0.044 wR(F 2 ) = 0.109 S = 1.03 13774 reflections 845 parameters 4 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.24 e Å À3 Á min = À0.22 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg1 and Cg2 are the centroids of the C20-C25 and C20A-C25A rings, respectively.
D-HÁ Á ÁA D -H HÁ Á ÁA D Á Á ÁA D -HÁ Á ÁA O1-H1Á Á ÁO2 i 0.86 (1) 2.07 (1) 2.894 (2) 163 (1) O2-H2Á Á ÁCg1 ii 0.84 (1) 3.42 (1) 4.163 (2) 150 (1) O1A-H1AÁ Á ÁO2A iii 0.85 (1) 1.99 (1) 2.807 (2) 160 (1) O2A-H2AÁ Á ÁCg2 iv 0.85 (2) 3.46 (1) 4.169 (2) 145 (1)
Comment
In the realm of organic state inclusion chemistry (Atwood et al., 1991) , bulkily substituted diols have proven a versatile design strategy for the formation of host compounds (Desiraju, 1996) yielding crystalline host-guest complexes with a variety of guest molecules (Toda, 1996) . With regard to that, 2,2′-bis(9-hydroxy-9-fluorenyl)biphenyl is a prototype host structure (Weber et al., 1993; Skobridis, Paraskevopoulos et al., 2010; . Following this structural approach, the title compound involving exchange of the central 2,2′-disubstituted biphenyl unit for a 3,3"disubstituted m-terphenyl moiety was prepared and its crystal structure studied unexpectedly showing a solvent-free crystal species on crystallization from ethanol. The compound was found in the space group P1 with two crystallographically independent molecules in the asymmetric unit ( The hydroxy H atoms excluded from strong hydrogen bonding interlink the molecular dimers via O-H···π interactions (Desiraju & Steiner, 1999) with the central rings of the terphenyl units acting as acceptors (O2-H2···C22 = 2.692 (2) Å, 153.3 (1)°; O2A-H2A···C22A = 2.724 (2) Å, 142.5 (1)°). Weak C-H···O contacts (Desiraju & Steiner, 1999) and π-π stacking interactions (James, 2004 ) (Cg(B)···Cg(B) i , 4.088 (2) Å; symmetry code: (i) 1-x, 2-y, 2-z) complete the pattern of intermolecular interactions.
Experimental
The starting compound 3,3"-dibromo-1,1′:2′,1"-terphenyl was prepared according to a literature procedure (Staab & Binnig, 1967) . To a stirred solution of this dibromide (2.13 g, 5.5 mmol) in dry diethyl ether (25 ml), n-BuLi (1.6 N in nhexane, 7.0 ml, 12 mmol) was added dropwise at 195 K under argon. Stirring of the mixture was continued at 253 K for 15 min. Then, fluorenone (1.98 g, 11.0 mmol) in 25 ml of dry diethyl ether was added and the mixture kept at reflux. 124.3, 124.7, 124.8, 126.3, 128.5, 128.7, 129.0, 129.2, 139.7, 141.2, 141.8, 143.8. 150.4 (Ar measured on a Bruker Avance AV-500 spectrometer using (CH 3 ) 4 Si as internal standard. The high resolution ESI mass spectrum was obtained using a ThermoFisher Scientific Orbitrap XL spectrometer. Crystals of the title compound suitable for X-ray structural analysis were grown by slow evaporating a solution of the material in ethanol.
Refinement
The H atoms for hydroxy groups were obtained from the difference electron density map and refined freely. Other aromatic H atoms were positioned geometrically and allowed to ride on their respective parent atoms, with C-H = 0.95Å and U iso (H) = 1.2U eq (C).
Computing details
Data collection: APEX2 (Bruker, 2007) ; cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT (Bruker, 2007) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 2012) ; software used to prepare material for publication: SHELXTL (Sheldrick, 2008) . Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. The bond lengths of the hydroxy groups (O1-H1, O2-H2, O1A-H1A, O2A-H2A) were restraint to target values of 0.84 (1)°.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.94347 (11) 0.99066 (10) 0.89442 (4) 0.0298 (2) (11) 0.0296 (9) −0.0393 (11) −0.0130 (9) 0.0066 (8) C10 0.0546 (12) 0.0328 (9) 0.0449 (10) −0.0204 (9) −0.0213 (9) 0.0028 (8) C11 0.0318 (9) 0.0283 (8) 0.0389 (9) −0.0133 (7) −0.0058 (7) −0.0041 (7) C12 0.0279 (8) 0.0254 (8) 0.0273 (7) −0.0146 (7) −0.0010 (6) −0.0056 (6) C13 0.0205 (7) 0.0258 (8) 0.0254 (7) −0.0088 (6) 0.0002 (6) −0.0070 (6) C14 0.0202 (7) 0.0225 (7) 0.0216 (7) −0.0082 (6) −0.0021 (5) −0.0014 (5) C15 0.0194 (7) 0.0283 (8) 0.0239 (7) −0.0075 (6) 0.0018 (6) −0.0059 (6) C16 0.0263 (8) 0.0244 (8) 0.0250 (7) −0.0086 (6) −0.0011 (6) −0.0075 (6) C17 0.0228 (7) 0.0256 (8) 0.0229 (7) −0.0110 (6) −0.0029 (6) −0.0023 (6) C18 0.0191 (7) 0.0223 (7) 0.0187 (6) −0.0061 (6) −0.0028 (5) 0.0001 (5) C19 0.0223 (7) 0.0207 (7) 0.0220 (7) −0.0081 (6) −0.0021 (5) −0.0032 (5) C20 0.0184 (7) 0.0259 (8) 0.0204 (7) −0.0077 (6) −0.0023 (5) −0.0045 (6) C21 0.0224 (7) 0.0268 (8) 0.0249 (7) −0.0113 (6) −0.0027 (6) −0.0026 (6) C22 0.0218 (7) 0.0235 (8) 0.0294 (8) −0.0047 (6) −0.0040 (6) −0.0053 (6) C23 0.0183 (7) 0.0304 (8) 0.0246 (7) −0.0067 (6) −0.0004 (6) −0.0069 (6) C24 0.0183 (7) 0.0275 (8) 0.0212 (7) −0.0084 (6) −0.0026 (5) −0.0044 (6) C25 0.0204 (7) 0.0241 (7) 0.0239 (7) −0.0074 (6) −0.0017 (6) −0.0055 (6) C26 0.0206 (7) 0.0270 (8) 0.0198 (7) −0.0084 (6) −0.0016 (5) −0.0057 (6) C27 0.0170 (7) 0.0306 (8) 0.0253 (7) −0.0064 (6) −0.0005 (6) −0.0058 (6) C28 0.0224 (7) 0.0239 (8) 0.0268 (7) −0.0037 (6) −0.0034 (6) −0.0042 (6) C29 0.0236 (7) 0.0253 (8) 0.0237 (7) −0.0103 (6) −0.0018 (6) −0.0028 (6) C30 0.0187 (7) 0.0267 (8) 0.0203 (7) −0.0089 (6) −0.0019 (5) −0.0057 (6) C31 0.0199 (7) 0.0229 (7) 0.0228 (7) −0.0057 (6) −0.0022 (5) −0.0050 (6) C32 0.0189 (7) 0.0212 (7) 0.0260 (7) −0.0061 (6) −0.0021 (6) −0.0042 (6) C33 0.0162 (7) 0.0239 (8) (7) 0.0080 (7) −0.0050 (7) C41 0.0394 (10) 0.0331 (9) 0.0283 (8) −0.0093 (8) 0.0058 (7) −0.0017 (7) C42 0.0389 (10) 0.0383 (9) 0.0256 (8) −0.0078 (8) −0.0032 (7) −0.0075 (7) supplementary materials sup-9
Acta Cryst. (2013). E69, o1514-o1515 C43 0.0268 (8) 0.0318 (8) 0.0295 (8) −0.0100 (7) −0.0019 (6) −0.0080 (6) C44 0.0172 (7) 0.0235 (7) 0.0261 (7) −0.0052 (6) 0.0005 (6) −0.0054 (6) O1A 0.0337 (6) 0.0204 (6) 0.0557 (7) −0.0077 (5) −0.0239 (6) 0.0004 (5) O2A 0.0193 (6) 0.0333 (6) 0.0350 (6) −0.0042 (5) −0.0057 (5) −0.0129 (5) C1A 0.0265 (8) 0.0222 (7) 0.0322 (8) −0.0086 (6) −0.0100 (6) −0.0068 (6) C2A 0.0287 (8) 0.0328 (9) 0.0410 (9) −0.0098 (7) −0.0058 (7) −0.0135 (7) C3A 0.0424 (10) 0.0525 (11) 0.0367 (9) −0.0228 (9) 0.0034 (8 0.0200 (7) 0.0237 (7) 0.0221 (7) −0.0070 (6) −0.0033 (5) −0.0002 (6) C25A 0.0209 (7) 0.0230 (7) 0.0248 (7) −0.0063 (6) −0.0037 (6) −0.0049 (6) C26A 0.0213 (7) 0.0223 (7) 0.0235 (7) −0.0069 (6) −0.0055 (6) 0.0007 (6) 
